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Figure S1. 3D overlaid representation of 11H (carbon in yellow), 11J (carbon in plum) and A°-
THC (carbon in cyan) against the CB, receptor. The key residues are shown in ball and stick model
(carbon in grey).
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Figure S2. The Root Mean Square Fluctuation (RMSF) plot based on Ca atoms of the CB, receptor. Protein

residues that interact with the 11J is marked with green vertical bars.
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Figure S3. The Root Mean Square Fluctuation (RMSF) plot based on Ca atoms of the CB, receptor. Protein

residues that interact with the 11J are marked with green vertical bars.
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Figure S4. The Root Mean Square Fluctuation (RMSF) plot based on Ca atoms of the CB, receptor. Protein

residues that interact with the 11H is marked with green vertical bars.
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Figure S5a. 'H NMR spectra of compound 11A
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Figure S5b. 3C NMR spectra of compound 11A
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Figure S5c. DEPT-135 NMR spectra of compound 11A
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Figure S5d. HR-MS of compound 11A
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Figure S6a. 'H NMR spectra of compound 11B
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Figure S6b. 3C NMR spectra of compound 11B
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Figure S6¢c. DEPT-135 NMR spectra of compound 11B
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Figure S6d. HR-MS of compound 11B
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Figure S7a. 'H NMR spectra of compound 11C

TOrHM oy < VNAHNMNTYONDRODTANOUMNANOMTNNAHNORD
Lala i (el RA] ~ MONTAOMNAAODRCVNVIVVLHOOCHNOVNTM
[alad R vonn ~ NOONNDNNNITORVVVVITTITMNNNNAAAAHA
u w1l e 4 ‘\n\nmm < NN NNNNAAAAAdAdddddddddddddsd

RSN

W

Current Datz Parameters

VE B,
EXPNO it
FROCNO 1
F2 - Requisition Paramsters
Date_ 20031213
. Tire 17.53
i INSTROM spect
PROBED 5 rm Dual 13¢/
FULPROG 7930
D 32768
SOLVENT DC13
¥ 20
s 0
SWR 7002.801 gz
FIDRES 0.213709 £z
A0 2.3396852 sec
EY 203.2
oH 71.400 usec
IE 4.50 usec
IE 300.0 X
n 1.00080000 sec
m==z==== (YAYNEL f] =======
McL bl
Bl . 13.00 asec
FLL 3.00 a3
‘ l 801 500,1330008 Mz
T2 - Processing parameters
SI 32768
5P 500.1300000 M3z
| WDH B
' 838 0
jh:) 0.30 Bz
&3] 0
” 2 1.00
| [ T 1
L_ v %
N
A
T T T T T T T T T & T T T T w10
8.0 1.5 7.0 65 60 55 5.0 45 40 35 30 25 20 1.5 1.0 0.5 pm - a z:

0 0| o] ! O [H| ||| V‘
[os] lalligl (o] 7)) (] el o] I
M @ (s] 0| O || [o|ay | n0pm | |~
A O] lal O O] =] Ielafienme] |-

S13



Figure S7b. 3C NMR spectra of compound 11C
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Figure S7c. DEPT-135 NMR spectra of compound 11C
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Figure S7d. HR-MS of compound 11C
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Figure S8a. '"H NMR spectra of compound 11D
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Figure S8b. *C NMR spectra of compound 11D

O« [+ 2] o N oYwwoo
am [ o < NG =™ N [+] NOOHT A VW
NO N o™ n ® o0 (221X 0 dANCQOON N M
' - . . . e IR (] NRONMO O
LN B I
nwn «L M Lyl N =000 [allndl ol a oMo N O
i L ] L] e (Bl ol o v MMM ENN N o

i { | I | 4
] ; | ¥ |
\f \f‘ i /
|

| \ LI

Current Data Pazameters
SRE

B g
EXPNG 2
EROCND 1

E2 - Requisition Parameters
Dat 20031213

Tine 20,10
IRSTROY spact
PROBED 5 mm Dual 13C/
PULBROG 2gde3)

™ 63536
SOLVENT (cl3

NS 512

b 4

SRE 29498.525 Fz
FIDRES 0.450112 Ee
o} 1.1108851 sec
RG 11585.2

P 16.950 vsac
O 6.00 vsac
TE 000K
n 3.00000089 sec
dil 0.03000000 sec
mmmmmmme CERNNEL £ memsmces
NOC1 13

138 8.00 usec
28] 300 d3
SF01 125,7705936 Mz
CPDRRGZ waltzlé
Nuc2 18
2CP02 100.00 vsee
) 3,00 &
PLI2 22.00 d3
SF02 500.1320003 wig

F2 - Processing parameters
SI

SF 125.7577890 MRz
WD EX
353 0
LB 1.00 Be
B 0
X 1.00

RALAAAAS) WL ™ T T T T A A T T~ T T T

150 140 130 20 116 100 90 80 n 60 30 0 30 20 10 pm

S18



Figure S8c. DEPT-135 NMR spectra of compound 11D
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Figure S8d. HR-MS of compound 11D
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Figure S9a. '"H NMR spectra of compound 11E
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Figure S9b.
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13C NMR spectra of compound 11E
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Figure S9c. DEPT-135 NMR spectra of compound 11E
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Figure S9d. HR-MS of compound 11E
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Figure S10a. "H NMR spectra of compound 11F
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Figure S10b. 3C NMR spectra of compound 11F
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Figure S10c. DEPT-135 NMR spectra of compound 11F
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Figure S10d. HR-MS of compound 11F
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Figure S11a. '"H NMR spectra of compound 11G

1.961

ONNNNNNAAAAAAAAA e
L

M
T T T T BB I R T T T T T T T
80 1.5 7.0 63 60 3 5.0 4.5 35 3.0 25 20 15 L0 0.5 oppm
.y H o Il
me |- (o] [ ol g T | [ofml] lofw
mlo 4| ol |~ § 0 T S
i i T e & o b ‘m. e el
S I ol o o Iy )

Current Data Parameters
NAME

BA 9
EXPNO 1
PROCNO 1
F2 - Aequisition Parameters
Date_ 20031214
Time 0.33
INSTRUY spect
PROBED 5 me Dual 13¢/
PULPROG 2330
m 32768
SOLVENT oci3
s 0
DS 0
SWE T002.801 Bz
FIDRES 0.213708 Hz
A 2.3396€852 sec
RG 203.2
Di 71,400 usec
DE 4,50 usec
IE 3000 K
bl 1.00000900 sec
sem==e—= (EAWNEL §] s==o=—-=
WocL 18
2 1310 usec
PLL 3.00 &3
SE0L 500,1330008 Mz

F2 - Processing pararetezs
s 32768

SF 500.1300000 MAz
WD B

558 0

18 1,30 2
e 0

3 100

U

S29



Figure S11b. 3C NMR spectra of compound 11G
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Figure S11c. DEPT-135 NMR spectra of compound 11G
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Figure S11d. HR-MS of compound 11G
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Figure S12a. '"H NMR spectra of compound 11H
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Figure S12b. 3C NMR spectra of compound 11H
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Figure S12¢c. DEPT-135 NMR spectra of compound 11H
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Figure S12d. HR-MS of compound 11H

Elemental Composition Report

Single Mass Analysis (displaying only valid results)
Tolerance = 30.0 PPM / DBE: min =-1.5, max = 50.0
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Figure S13a. '"H NMR spectra of compound 111
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Figure S13b.
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Figure S13c. DEPT-135 NMR spectra of compound 111
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Figure S13d. HR-MS of compound 111

Elemental Composition Report

Single Mass Analysis (displaying only valid results)
Tolerance = 30.0 PPM / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Even Electron lons
1 formula(e) evaluated with 1 resuits within limits (up to 50 closest results for each mass)

ba-11
012304_26 73 (2.310) AM (Cen,3, 80.00, Ar,5000.0,374.20,0.70,L.S 4); Cm (73:93-9:13) 1. TOF MS ES+
100 415,2284 1.01e4
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B L L ] ) L e L L L Ll e L L e LR L L e e e
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540
Minimum: =136
Maximum: 200.0 30.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
415.2284 415.2273 1.0 2.5 L8wh 1 Cc28 H31 03
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Figure S14a. '"H NMR spectra of compound 11J
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Figure S14b. 3C NMR spectra of compound 11J
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Figure S14c. DEPT-135 NMR spectra of compound 11J
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Figure S14d. HR-MS of compound 11J

Elemental Composition Report

Single Mass Analysis (displaying only valid results)
Tolerance = 30.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Even Electron lons
1 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

ba-12
012304_27 70 (2.216) AM (Cen,3, 80.00, Ar,5000.0,445.24,0.70,L.S 4); Cm (70:83-9:14) 1: TOF MS ES+
. 379.1735 5.01e3
100
0/07
J 380.1774
1 255,0484 381.1704
! 256.0508 '
102.1347 137,1359 189.0518 243.0494 J( ?95.0657 378.1934 ( 407.1831 479.0750400.2504 531.0977
O~ frprtrepeeny LU L L RN Vi e e mrlm“mwwwmwﬁﬁmwm-mrwwmﬁmﬂm v miz
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540
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Maximum: 200.0 30.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
379.1735 379.1732 0.3 0.9 11.5 1 C24 H27 02 S
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Figure S15a. "H NMR spectra of compound 11K
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Figure S15b. 3C NMR spectra of compound 11K
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Figure S15¢c. DEPT-135 NMR spectra of compound 11K
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Figure S15d. HR-MS of compound 11K

Elemental Composition Report

Single Mass Analysis (displaying only valid results)
Tolerance = 30.0 PPM / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Even Electron lons

6 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass) 11K
ba-13
012304_28 76 (2.402) AM (Cen, 3, 80.00, Ar,5000.0,374.20,0.70,LS 4); Cm (76:93-6:17) 1: TOF MS ES+
i 459.1739 3.01e3
100
%~ .
° 379.1602 460.1744
1102.1355  141.9500203.1400 335.0486 380.2025 471.1618
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Mass Calc. Mass mDa PPM DBE Score Formula
459.1739  459.1759 -2.0 -4.,3 9.5 1 C24 H25 02 Fé
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